LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@092523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc : CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135429.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.381 557 560 571 rBV 2186106 2271316 5.18% 2.918%
2 6.398 730 733 750 rVB 1367228 1482952 3.38% 1.905%
3 6.751 789 793 802 rVB 1249011 982434 2.24% 1.262%
4 7.322 881 890 893 rBV 3218363 3368901 7.68% 4.329%
5 8.028 1004 1010 1014 rBV 1354895 1307594 2.98% 1.680%
6 8.628 1107 1112 1115 rBV 3223093 3069263 7.00% 3.944%
7 9.110 1189 1194 1197 rBV 4987934 5007641 11.42% 6.434%
8 9.233 1210 1215 1221 rBV 494505 524912 1.20% 0.674%
9 9.516 1260 1263 1269 rBV 1024475 835348 1.90% 1.073%
10 9.786 1304 1309 1313 rBV2 1690950 1587496 3.62%  2.040%
11 10.110 1332 1364 1365 rBV3 6212402 43864491 100.00% 56.361%
12 10.592 1441 1446 1449 rBV 2786618 2830446 6.45% 3.637%
13 11.280 1559 1563 1567 rBV 1524405 1312469 2.99% 1.686%
14 11.822 1649 1655 1662 rVV 1249565 1639541 3.74% 2.107%
15 12.527 1770 1775 1783 rBV 304508 468164 1.97% 0.602%
16 12.610 1783 1789 1798 rVB 1064697 1411690 3.22% 1.814%
17 12.880 1830 1835 1838 rBV 3691695 3526867 8.04% 4.532%
18 13.939 2011 2015 2019 rVB 744674 704043 1.61% 0.905%
19 14.786 2155 2159 2167 rVB 670150 757007 1.73% 0.973%
20 15.404 2259 2264 2272 rVB 692358 875447 2.00% 1.125%

Sum of corrected areas: 77828022
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Sep 2023 16:19
¢ CG\JU
. 04540-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092523\
BF135429.D

CENTRAL-M-R-HEATER

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF135429.D\data.ms

7.322

5.381

6.398 g 751

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF135429.D\data.ms
10.110

9.110

12.880

8.628

8.028

0
Time-->

‘ =T T — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF135429.D\data.ms

13.939 14.786 15.404

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc : CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzonitrile, 2-methoxy-6-m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.628 46.95 ng 3069260 Naphthalene-d8 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 2-methoxy-6-methyl- 147 CSHONO 053005-44-0 86
2 2,5-Dimethylbenzoxazole 147 CSH9NO 005676-58-4 80
3 2-Methyl-4-indolol 147 C9H9NO 035320-67-3 50
4 (E)-N,N-Dimethyl-2-phenylethen-1... 147 C10H13N 1000482-46-2 47
5 (3-Methoxyphenyl)acetonitrile 147 C9HONO 019924-43-7 47

Abundance Scan 1112 (8.628 min): BF135429.D\data.ms (-1107) (-) | m/z 147.05 100.00%

147.1
5000
77.0
51.0 104.1

| | 8.40 8.60 8.80 9.00
ol LAY L 7 146,05 64.70%

131.1
miz--> 20 40 60 80 100 120 140
Abundance #26149: Benzonitrile, 2-methoxy-6-methyl-
147.0
5000 118.0
77.0 8.40 8.60 8.80 9.00
51.0 m/z 77.05  35.04%
27.0 ‘ 102.0
O\\\‘\‘\\\“\\M‘\“m‘\\“!‘ ‘H‘\‘%\\\ ‘\\M\‘\!\\
miz--> 20 40 80 100 120 140
Abundance #26097.25—DnnethWbenzoxazme
147.0
R RRRREE R
78.0 8.40 8.60 8.80 9.00
5000 m/z 50.95  20.05%
106.0
51.0
O w‘!m L1300 [
miz--> 20 40 60 80 100 120 140
Abundance #26075: 2-Methyl-4-indolol R RRREERREEI
147.0 8.40 8.60 8.80 9.00
m/z 104.10 18.28%
5000
118.0
73.0 910
obrry280 S0 L S | S
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc : CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.233 6.61 ng 524912  Acenaphthene-d10 9.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53

Abundance Scan 1215 (9.233 min): BF135429.D\data.ms (-1210) (-) m/z 43.00 100.00%

43.0
109.1
5000 151.1
‘ 69.1 900920940960
O btttk eyl 1920 s 69, 05 61.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L O B L B N I R
9.00 9.20 9.40 9.60
69.0 m/z 151.05 38.61%
O \]-\5\.9\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M“\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
T e e T
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 18.35%
by 20 120 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol R AERRRRES R
109.0 9.00 9.20 9.40 9.60
m/z 69.10 11.17%
5000 151.0
43.0
80.0
0 £ ESFH VU NS RS N — R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 4-(4,5-Dihydro-1H-imidazol-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.516 10.52 ng 835348  Acenaphthene-di10 9.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(4,5-Dihydro-1H-imidazol-2-yl)... 147 C8H9N3 021381-61-3 68
2 1H-Indole-1-carboxaldehyde, 2,3-... 147 C9H9NO 002861-59-8 50
3 Methanamine, N-(phenylmethylene)- 119 C8HSN 000622-29-7 43
4 3-(4,5-Dihydro-1H-imidazol-2-yl)... 147 C8H9N3 006302-53-0 42
5 2-Pyridylacetonitrile 118 C7H6N2 002739-97-1 35

Abundance Scan 1263 (9.516 min): BF135429.D\data.ms (-1260) (-) m/z 118.05 100.00%
118.1

147.1
5000 77.0
51.0

1
|

9.50
02.0
N A0 b 1829y 147.05  44.09%

“‘\ MM\
P
miz--> 20 40 60 80 100 120 140 160
Abundance #26058: 4-(4,5-Dihydro-1H-imidazol-2-yl)pyridine
0

118.
147.0 A | )LJ

5000 ‘ T
51.0 9.50

8.0 m/z 77.08  37.97%
\“‘ ‘\H\ \H‘\ ‘\ | ‘\
L ‘

m\\‘m

‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance  #26165: 1H-Indole-1-carboxaldehyde, 2,3-dihydro-

o

118.0 147.0 )\
1 \
9.50
5000 m/z 91.00 32.48%
91.0
39.0 65.0 H
ol et
m/z--> 20 40 60 80 100 120 140 160
Abundance #10397: Methanamine, N-(phenylmethylene)- —= ‘
118.0 9.50
m/z 51.00 26.56%
5000 51.0
91.0
70 | L
0 "M‘Jw‘ﬁl“ﬁﬁ‘ﬂjw‘ﬁl‘,\“‘ﬂ e ———
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1H-Benzotriazole, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.110 552.63 ng 43864500  Acenaphthene-di10 9.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 80
4 1H-Indol-4-ol 133 C8H7NO 002380-94-1 49
5 Indan, epoxide 132 C9H80 000768-22-9 47
Abundance Scan 1364 (10.110 min): BF135429.D\data.ms (-1332) (-} | m/z 104.10 100.00%
104.1
133.0
5000 510 770
T —
‘ 10.00 10.50
O el L1850 1801 yp 133 00 65.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000 770 1000 1050
51.0 ] : :
m/z 77.05 40.84%
27.0 | \‘
0 \\\‘\‘\\\“‘\\\‘\“‘m\\‘ ‘\!\\‘H\\\‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16858: 1H-Benzotriazole, 5-methyl-
104.0
e E —
133.0 10.00 10.50
m/z 78.10 40.11%
5000 77.0
51.0
27.0 \H |
ol
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16910: 2H-Indol-2-one, 1,3-dihydro- T ——
104.0 10.00 10.50
133.0 m/z 51.60  37.20%
5000
78.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50

8270-BF091123.M Tue Sep 26 17:53:36 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.822 24.98 ng 1639540  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1655 (11.822 min): BF135429.D\data.ms (-1649) (- m/z 43.10 100.00%
43.1 73.0
5000
— —
‘ ‘ 11.50 12.00
[ m/z 60.00 93.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 73.00 91.67%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁ ‘OH H HH\H \M{‘\ HH\ T \““\ \H‘”h “\H\‘\ T ‘ L \ ‘ T \‘\ T ‘ \‘\ \‘H’ TTTT ’ \‘\ TT ’ TTT \" TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— =
11.50 12.00
5000 129.0 m/z 57.10 78.16%
199.0
s e L
ST T A R S
m/z--> 20 40 60 80 100120 140 160180200220240260
Abundance #92063: Tridecanoic acid T T
3
43.0 73.0 11.50 12.00
m/z 55.10 72.35%
5000 129.0
171.0
214.0
0150?,,,, s —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc : CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 cis-Vaccenic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.527 7.13 ng 468164  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 Oleic Acid 282 C18H3402 000112-80-1 96
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 95
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
5 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 90

Abundance Scan 1775 (12.527 min): BF135429.D\data.ms (-1770) (-} | m/z 55.10 100.00%

5[:
5000
97.1
T [
12.50
131.0169.1 2202 264.1
0! bl lsa s m/z 41.10 72.04%
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0

%

5000
12.50

m/z 43.10 63.74%
N\MJ

. 370 1800 2220 264.0
Py \”” bt T T I —
miz--> 50 100 150 200 250
Abundance #176208: Oleic Acid
55.0
T
12.50
5000 m/z 69.10 63.62%
264.0
| 180.0 2220 ‘
oL . ‘\“‘ \h MHHL mh\ H‘ TN ‘ i - ‘ i ——
miz--> 50 150 200 250
Abundance #176223.94)madecenok:add,(E} ——
55.0 12.50
m/z 57.10 53.26%
5000
‘ 180.0 222.0
o‘”h‘wl‘ —
miz--> 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.610 40.10 ng 1411690  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1789 (12.610 min): BF135429.D\data.ms (-1783) (- m/z 43.10 100.00%
43.1 730
5000
129.1
185.1 — —
‘ ‘ 241.2 284.3 12.50 13.00
0l L“M gl S N T ‘ b m/z 73.00  86.38%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 — ——
185.0 241.0 12.50 13.00
M m/z 60.00 84.84%
ol— r‘ M‘H M h! y ‘H‘HHHM‘ M " \‘ ‘ e “ N ‘\“ ‘\ ‘\‘ . “‘
miz--> 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
= —
12.50 13.00
5000 129.0 m/Z 57.10 82.90%
97.0 1710 2130 256.0
oL— ‘\“ m\h”w ‘H‘\ ml ‘ “ | “‘ \‘ ““\‘ . “\‘ S
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 55.05 74.02%
5000 129.0
‘ 199.0 2420
oL ‘L‘ H‘H‘n h!‘ M‘ nh\\ \m ul ‘ 1610‘ “ SESRNES A — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl4.786 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.786 17.29 ng 757007  Perylene-d12 15.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5,6-Dimethyl-1,10-phenanthroline 208 C14H12N2 003002-81-1 41
2 Benzeneacetonitrile, .alpha.-phe... 193 C14H11N 000086-29-3 38
3 Benzonitrile, 2-(4-methylphenyl)- 193 C14H11N 114772-53-1 30
4 4',6'-Dimethoxy-2"',3"'-dimethylac... 208 C12H1603 1010244-80-3 25
5 9-Vinylcarbazole 193 C14H11N 001484-13-5 25
Abundance Scan 2159 (14.786 min): BF135429.D\data.ms (-2155) (- m/z 207.05 100.00%
207.1
9.0 166. 264.1 i e
‘ ‘ ‘ | 14.50 15.00
— “w‘“u‘h b “h‘u“‘“ Wb LBl 10365 85.70%
m/z--> 0 50 100 150 200 250 300 350
Abundance #85212: 5,6-Dimethyl-1,10-phenanthroline
193.¢
5000 =1 T T
14.50 15.00
m/z 192.05 63.63%
76.0 152 0
ok ‘2‘ i d M\\‘H‘J‘wrl‘ x| ‘\\“‘uh‘ il \H‘ .
miz--> 0 50 100 150 250 300 350
Abundance #68110:Benzeneacmnnnnb,.mpha:phenyk
193.0
L i
14.50 15.00
5000 m/z 208.05 39.20%
510  116.0
S R -1 T S
m/z--> 0 50 100 150 200 250 300 350
Abundance #68108: Benzonitrile, 2-(4-methylphenyl)- T —
193.0 14.50 15.00
m/z 180.05 39.02%
5000
39.0 82.0
RS UG UY S
m/z--> 0 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092523\
Data File : BF135429.D

Acqg On : 25 Sep 2023 16:19

Operator : CG\JU

Sample : 04540-01 :
Misc : CENTRAL-M-R-HEATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzonitrile, 2... 8.628 47.0 ng 3069260 2 8.034 1307590 20.0
2,4,7,9-Tetrame... 9.233 6.6 ng 524912 3 9.786 1587500 20.0
4-(4,5-Dihydro-... 9.516  16.5 ng 835348 3  9.786 1587500 20.0
1H-Benzotriazol... 10.110 552.6 ng 43864500 3 9.786 1587500 20.0
n-Hexadecanoic ... 11.822 25.0 ng 1639540 4 11.280 1312470 20.0
cis-Vaccenic acid 12.527 7.1 ng 468164 4 11.280 1312470 20.0
Octadecanoic acid 12.610 40.1 ng 1411690 5 13.939 704043 20.0
unknownl14.786 14.786 17.3 ng 757007 6 15.404 875447 20.0
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